Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.003 Å; R factor = 0.037; wR factor = 0.083; data-to-parameter ratio = 18.2.
Related literature
Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.082 S = 1.05 3617 reflections 199 parameters H-atom parameters constrained Á max = 0.28 e Å À3 Á min = À0.53 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry code: (i) Àx þ 1; Ày; Àz. Cg3 is the centroid of the C12-C17 ring.
Data collection: COLLECT (Hooft, 1998); cell refinement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX publication routines (Farrugia, 1999) and PLATON (Spek, 2003) . Paulvannan, K., Hale, R., Sedehi, D. & Chen, T. (2001) . Tetrahedron, 57, 9677-9682. Peeters, O. M., Blaton, N. M. & De Ranter, C. J. (1979) al., 1969) and also similar structures possessing benzimidazole ring have been reported to show antibacterial activity more than antifungal activity (Özel Güven et al., 2007a,b) . Antifungal activity of aromatic ethers possessing 1,2,4-triazole ring have been reported (Wahbi et al., 1995) . The crystal structures of miconazole (Peeters et al., 1979 ), econazole (Freer et al., 1986 ) and similar structures possessing benzimidazole ring (Özel Güven et al., 2008a,b,c,d) have been reported, previously, and now we report herein the crystal structure of the title 1,2,4-triazole ring substituted ether structure.
In the molecule of the title compound ( Fig. 1 ) the bond lengths and angles are generally within normal ranges. The planar triazole ring is oriented with respect to the phenyl and bromobenzene rings at dihedral angles of 6.14 (9)° and 82.08 (9)°, respectively. Atoms C3, C4 and C11 are 0.114 (2), -0.076 (2) and 0.015 (2) Å away from the ring planes of the corresponding triazole, phenyl and bromobenzene, respectively. So, they are nearly coplanar with the adjacent rings. The bromobenzene ring is oriented with respect to the phenyl ring at a dihedral angle of 87.28 (7)°. The intramolecular C-H···O hydrogen bond results in the formation of a planar five-membered ring (O/H13/C11-C13), which is oriented with respect to bromobenzene ring at a dihedral angle of 0.13 (6)°. So, they are coplanar.
In the crystal structure, the molecules are elongated along [010], and stacked along the c axis. There is a C-H···π contact (Table 1) between the methylene group and the bromobenzene ring.
Experimental
The title compound was synthesized by the reaction of 1-phenyl-2-(1H-1,2,4 -triazol-1-yl)ethanol (Özel Güven, Tahtacı et al., 2008) with NaH and appropriate benzyl halide. To the solution of alcohol (300 mg, 1.586 mmol) in DMF (4 ml) was added NaH (63 mg, 1.586 mmol) in small fractions. The appropriate benzyl halide (396 mg, 1.586 mmol) was added dropwise. The mixture was stirred at room temperature for 3 h, and excess hydride was decomposed with methyl alcohol (5 ml). After evaporation to dryness under reduced pressure, the crude residue was suspended with water and extracted with methylene chloride. The organic layer was dried over anhydrous sodium sulfate and then evaporated to dryness. The crude residue was purified by chromatography on a silica-gel column using chloroform as eluent. Crystals suitable for X-ray analysis were obtained by the recrystallization of the ether from ethyl acetate (yield; 368 mg, 65%).
Refinement
H atoms were positioned geometrically, with C-H = 0.93, 0.98 and 0.97 Å for aromatic, methine and methylene H, respectively, and constrained to ride on their parent atoms with U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (11) 0.0022 (10) 0.0082 (10) 0.0008 (9) C3 0.0273 (12) 0.0274 (12) 0.0143 (10) −0.0054 (10) 0.0040 (9) −0.0010 (9) C4 0.0250 (12) 0.0220 (11) 0.0165 (10) −0.0026 (9) 0.0059 (9) −0.0032 (9) C5 0.0196 (11) 0.0245 (12) 0.0166 (10) −0.0050 (9) 0.0026 (9) −0.0037 (9) 0.0315 (13) 0.0244 (12) 0.0247 (11) −0.0008 (10) 0.0097 (10) 0.0010 (10) C11 0.0217 (11) 0.0250 (12) 0.0197 (11) −0.0049 (9) 0.0047 (9) −0.0017 (9) C12 0.0251 (12) 0.0189 (11) 0.0156 (10) 0.0004 (9) 0.0033 (9) 0.0027 (8) C13 0.0232 (12) 0.0238 (12) 0.0196 (10) −0.0020 (9) 0.0018 (9) −0.0013 (9) C14 0.0276 (12) 0.0247 (12) 0.0201 (11) 0.0017 (10) 0.0053 (10) 0.0003 (9) C15 0.0345 (13) 0.0185 (11) 0.0176 (10) −0.0005 (10) −0.0009 (10) 0.0012 (9) C16 0.0244 (12) 0.0233 (12) 0.0236 (11) −0.0056 (10) −0.0034 (9) 0.0044 (10) C17 0.0217 (12) 0.0233 (12) 0.0229 (11) 0.0000 (9) 0.0048 (9) 0.0042 (9) Geometric parameters (Å, °) 119.3 (2) C14-C15-C16 121.0 (2) C6-C5-C4 121.1 (2) C14-C15-Br 118.98 (18) C10-C5-C4 119.6 (2) C16-C15-Br 119.97 (18) C5-C6-C7 120.2 (2) C17-C16-C15 119.1 (2) C5-C6-H6 119.9 C17-C16-H16 120.4 C7-C6-H6 119.9 C15-C16-H16 120.4 C8-C7-C6 120.3 (2) C16-C17-C12 121.0 (2) C8-C7- supplementary materials sup-7 Fig. 1 
